DNA Repair enzymes are involved in several cellular pathways that are initiated by determinate activities. Here, we present a way to use X-ray Crystallography and other computational techniques to arrive at a rational design of small molecules, which act as chemical tools to dissect protein functions and promote the switching among different pathways. Our preliminary studies are transferring best compounds into preclinical study to be used as potential therapy in oncology or neurodegenerative disease. Practical examples in our laboratory are targeting MRE11 and MutSbeta.
